
 Supplementary Table S1.  

 Free energies of binding for inhibitors bound to PfBlm 

Inhibitor name 

and binding site 

∆EMM (kcal/mol) ∆Gsolv, polar 

(kcal/mol) 

∆Gsolv, non-polar 

(kcal/mol) 

∆Gbinding 

(kcal/mol) 

ML216 at ATP-

binding site 

-56.6 33.2 -4.5 -27.9 

ML216 in DNA-

binding region 

-51.9 32.8 -3.7 -22.7 

MIRA-1 at ATP-

binding site 

-36.7 27.0 -2.7 -12.4 

 


